Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.016; wR factor = 0.043; data-to-parameter ratio = 24.4.
In the title complex, [CaI(C 4 H 10 O 2 ) 3 ]I, the Ca II atom is sevencoordinated by six O atoms from three 1,2-dimethoxyethane (DME) ligands and one iodide anion in a distorted pentagonal-bipyramidal geometry. The I atom and one of the O atoms from a DME ligand lie in the axial positions while the other O atoms lie in the basal plane. The other iodide anion is outside the complex cation.
Related literature
For background to polylactide and its copolymers, see: Ha & Gardella (2005) ; Simpson et al. (2008) . For ring-opening polymerization of lactides with calcium-based catalysts, see: Chen et al. (2007) ; Chisholm et al. (2003 Chisholm et al. ( , 2004 ; Darensbourg et al. (2002 Darensbourg et al. ( , 2003a ; Zhong et al. (2001) .
Experimental
Crystal data [CaI(C 4 Table 1 Selected bond lengths (Å ). et al., 2007; Chisholm et al., 2003 Chisholm et al., , 2004 Darensbourg et al., 2002 Darensbourg et al., , 2003a Zhong et al., 2001 ) and calcium bis[bis(trimethylsilyl)amide] or calcium iodide is the common precursor. But the low dissolution of calcium iodide in organic solvent is its problem. In this paper we used 1,2-dimethoxyethane (DME) as ligand and solvent to react with calcium iodide, and the solution was refluxed until it showed clear. When the temperature of the solution was cooled to 0°C, the rectangular crystals, [Ca(DME) 3 I]I, appeared. The compound was dissoluble in DME, THF and CH 2 Cl 2 . The low dissolution problem of calcium iodide in organic solvent was solved through the synthesis of [Ca(DME) 3 I]I, if calcium iodide was the necessary precursor.
In the title compound, the Ca II atom is heptacoordinated with a distorted pentagonal-bipyramidal geometry, in which five O atoms occupied the basal positions are almost coplanar . One Cl atom and one O atom lie on the axial positions. The Ca-O distances are 2.3872 (12)-2.5138 (11) Å and the Ca-I distance is 3.0525 (3) Å (Table 1) .
A suspension of calcium iodide (2.94 g, 10 mmol) in 1,2-dimethoxyethane (10 ml) was stirred and refluxed until it showed clear. When the solution was cooled down to 0°C slowly, the rectangular colorless crystals appeared. The solution was filtered to remove the excess 1,2-dimethoxyethane. Volatile materials were then removed under a vacuum. Yield: 78%.
Refinement
H atoms were positioned geometrically and refined as riding atoms, with C-H = 0.99 (CH 2 ) and 0.98 (CH 3 ) Å and with U iso (H) = 1.2(1.5 for methyl)U eq (C).
Figures Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are shown at the 40% probability level. 
